We list the 28 congeneric pairs of ligands used in the scoring function analysis. The ligands are named either based on PDB IDs or author names for the articles reporting the compounds. The difference in the binding free energy of each pair is also reported, where the binding free energy of the left ligand is subtracted from that of the right ligand. Ligands with a 4-letter PDB code have crystal structures. See main text for citations. Note that ligands Q4C and Q5C were apparently erroneously switched in the prior study (JACS 130:2817(JACS 130: , 2008.
